Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.029; wR factor = 0.093; data-to-parameter ratio = 14.8. 
The Cu II atom in the title compound, [Cu(C 13 H 11 N 4 O)-(NCO)], is N,N 0 ,O-chelated by the mono-deprotonated Schiff base ligand and it is also covalently bonded to the nitrogen end of the cyanate ion. The Cu II atom shows a square-planar coordination that is distorted towards square-pyramidal owing to an intermolecular CuÁ Á ÁN cyanate interaction [2.623 (2) Å ], which gives a centrosymmetric dimer. In the square-planar description, the Cu II atom is displaced out of the square plane [r.m.s. deviation = 0.048 Å ] by 0.084 (1) Å in the direction of the apical occupant. In the crystal, adjacent complex dimers are linked by an amine N-HÁ Á ÁN hydrogen-bond pair, also giving a centrosymmetric cyclic association [graph set R 2 2 (8)], generating a linear chain parallel to [110] .
Related literature
For the synthesis of the Schiff base, see: de Lima et al. (2008) . For a related copper(II) derivative, see: Peŕez-Rebolledo et al. (2006) . For graph-set notation, see: Etter et al. (1990) .
Experimental
Crystal data [Cu(C 13 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx; Ày; Àz þ 1.
Data collection: APEX2 (Bruker, 2010 ); cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010 Adjacent dimers are linked by an amine N-H···N hydrogen-bond pair (Table 1) , also giving a centrosymmetric cyclic association [graph set R 2 2 (8) (Etter et al., 1990] , generating a linear chain parallel to [1 1 0].
A methanol solution (20 ml) of 2-benzoylpyridine semicarbazone (0.240 g, 1 mmol) (de Lima et al., 2008) , copper sulfate pentahydrate (0.249 g, 1 mmol) and sodium cyanate (0.065 g, 1 mmol) was heated for 5 h. The dark green solid was collected and recrystallized from methanol.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H = 0.93 Å) and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2U eq (C). The amino H-atoms were located in a difference Fourier map, and were refined with a distance restraint of N-H = 0.88±0.01 Å and their displacement parameters refined. Only one H-atom is involved in the formation of a hydrogen bond.
Computing details
Data collection: APEX2 (Bruker, 2010 ); cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT (Bruker, 2010 );
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication:
publCIF (Westrip, 2010 
